The current study deals with host-guest complex formation between cucurbit [7] urils as host and lansoprazole as guesti using PM3 (semi empirical molecules orbital calculations) also DFT calculations. In this complex, the formation of hydrogen bonding may be occurred through portal oxygen atoms(O 2 ) of cucurbit [7] urils and amine groups (NH 2 )of the drug. The energies of HOMO and LUMO orbital's have been computed for the host guest complex and its components. The result of the stabilization energy explained a complex formation.
Introduction:
The explication of the molecular structure of a cucurbit [6] uril by Mock, 1981, cucurbit [n]urils (n=5-10) has been gradually established like versatile host molecules of an inclusion of lesser guest. Several homologues cucurbit turil were cucurbit [7] uril that was shown in (figure1) has attracted more attraction owing to its best solubility in water than others a solution. Many reported were shown in last years, CB [7] with inclusion complexes molecular for CB [7] . Containing cationic neutral species solution. As well as, compared with the 2 ed generation of the host molecules (cyclodextrins), which was widely used in pharmacological fields , many manufacturing products, analytical methods and technologies related investigation of cucurbit[n] uril were still in preliminary steps. So, the investigation of important studies for understanding the properties of [3] . Cucurbit [7] uril that has greatly symmetrical structures with the hydrophobic cavity and accessible in both sides through two identical carbonyl rimmed portals that shown in Figure ( their encapsulation in cucurbituril may be changes in the (pKa) values of these drugs, thereby improving their stabilization and activation. The H-receptor of histamine antagonist ranitidine demonstrations the pKa that may be shifting through encapsulation and is thereby stabilized [5] .In the current study, suggested that the molecules modeling system of hostguest complex between the CB [7] and lansoprazol to study the stability and structure of that complex molecule. .
Methodology:
1-The structures of all the module of host-guest compound were optimized by default methods. 2-All these computation were performed with HyperChem7.1 package "(Hypercube Inc. Gainesville, FL.)" the quantum mechanical program for theoretical computations. 3-The energy was minimized by PM3
[6] semi empirical method as well as DFT [7] was calculated. 4-To get the optimized of the structure and minimum energy of the host-guest complex formation with using PM3, the optimum host molecule position to guest molecule position, it should be obtained.
5-The calculations in an investigation
were performed in a gas phase.
Results and Discussion:
The*optimized geometry of cucurbit [7] was consistent with the earlier experimental and modeling results [8] [9] The intermolecular distance between the oxygen portals are enlarged in one direction and are reduced in the perpendicular distance. This shows that cucurbit urils are flexible hosts and could accommodate large guests. The amine nitrogen atoms of the lasoprazol guest lie on the plane of the portal oxygen atoms, with the possible existence of a hydrogen bonding. To understand the stability and formation*of the inclusion complex, should be calculated the formation energy and the thermodynamic parameters of CB [7]* with lansoprazol like the host at the PM3 theory the results are shown in Table 2 and Table  3 . Throughout the formation of inclusion complex from cucurbit [7] uril and lansoprazol. In the next Table in this study the negative values of heat of formation of the inclusion complex show the stability of the complex, the electronic energy (E), certify the fact because the inverse values and the values of HOMO (highest occupied molecular orbital) and LUMO (lowest unoccupied molecular orbital) and band gap values is a quantity of the excitability of the complex.
In Fig. (4b) show interaction between medication and CB [7] It is clear in this figure E LUMO for drug lowest than E LUMO for CB [7] so interaction between them was happened. 
